The present ESI provides a benchmark for the FreeSolv database, which contains hydration free energies for 642 small molecules [1, 2] . Delfos results (green box in Fig. 1 ) are calculated using the BiLSTM encoder model with the attention mechanism, while results of other ML models (blue boxes in Fig.  1 ) are taken from the MoleculeNet [4] . We use the default 80:10:10 dataset split method that is implemented in MoleculeNet submodule of DeepChem library [3] . Calculated RMSEs of our model were 1.16 ± 0.03 kcal/mol for the validation set and 1.19 ± 0.08 kcal/mol for the test set.

